. The potential energy surfaces (red for triplet and black for singlet) for benzene activation at UB3LYP/cc-pVTZ level. The data in parenthesis are Gibbs free energies calculated at 1000.0K. Energy values (in kJ/mol) are relative to triplet molecular oxygen plus benzene. The MESX points are shown with blue X. The corresponding structures are illustrated in Figure 1 of context.
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